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The title compound, C35H 2 8N 4 0 6 S, crystallizes with two 
molecules in the asymmetric unit. In both molecules, the 
piperidine ring adopts a shallow-chair conformation, the 
thiazole ring adopts a twisted conformation about the Cm— N 
bond (m = methine) and the pyrrole ring adopts an envelope 
conformation with the C atom shared with the thiazole ring as 
the flap. In the crystal, inversion dimers linked by pairs of C— 
H- ■ O interactions generate Ri(34) loops for one of the 
asymmetric molecules. Further C— H- ■ O links also involving 
the other molecule lead to a three-dimesional network. The 
contribution of the highly disordered solvent to the scattering 
was removed with SQUEEZE option of PLATON [Spek 
(2009). Acta Cryst. D65, 148-155]. The solvent contribution is 
not included in the reported molecular weight and density. 

Related literature 

For a related structure and background to spiro-pyrrolidine 
compounds, see: Suresh et al. (2013). 



0 2 N 
Experimental 

Crystal data 

C 35 H 28 N 4 0 6 S 
M r = 632.67 
Triclinic, PI 
a = 11.1240 (5) A 
b = 12.6825 (5) A 
c = 25.8778 (11) A 
o- = 89.823 (4)° 
ft = 81.185 (2)° 

Data collection 

Bruker Kappa APEXII 
diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
T min = 0.960, r mK = 0.967 

Refinement 

R[F 2 > 2a(F 2 )} = 0.050 
wR(F 2 ) = 0.143 
S = 1.02 

15643 reflections 



Table 1 

Hydrogen-bond geometry (A, °). 




H^C 



y = 88.305 (3)° 
V = 3606.1 (3) A 3 
Z = 4 

Mo Ka radiation 
fi = 0.14 mm -1 
T = 293 K 

0.30 x 0.27 x 0.25 mm 



71136 measured reflections 
15643 independent reflections 
9029 reflections with I > 2cr(/) 
R<„, = 0.040 



831 parameters 

H-atom parameters constrained 
Ap max = 0.23 e A~ 3 
Ap mi „ = -0.26 e A~ 3 



D-H-A 


£>-H 


H-v4 


D-A 


D-H-A 


C8B-H8B- ■ 04A 


0.98 


2.47 


3.270 (2) 


139 


C12A-W12A- ■ OAB 


0.93 


2.55 


3.461 (2) 


167 


C76B-H76B- ■ OAA 


0.93 


2.30 


3.222 (2) 


174 


C15B-H15B- ■ 03B' 


0.93 


2.50 


3.343 (3) 


151 



Symmetry code: (i) — x, — y + 1, — z. 

Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT 
(Bruker, 2004); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
PLATON (Spek, 2009); software used to prepare material for 
publication: SHELXL97. 
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Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: HB7098). 
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5 ff -(4-Nitrobenzylidene)-7 f -(4-nitrophenyl)-r r -methyl-1 f ,3 r ,5 r ,6 f ,7 f ,7a f -hexa- 
hydrodispiro[acenaphthylene-1,5 f -pyrrolo[1,2-c][1,3]thiazole-6 f ,3 ff - 
piperidine]-2,4"(1H)-dione including an unknown solvate 

R. Vishnupriya, J. Suresh, S. Sivakumar, R. Ranjith. Kumar and P. L. Nilantha Lakshman 

Comment 

As part of our ongoing studies of spiro-pyrrolidine compounds (Suresh et al, 2013), we synthesized the title compound, 
the structure of which is reported here. 

The asymmetric unit of the title compound C35H28N4O6S, contains two independent molecules (A and B) with almost 
identical geometry (Figs. 1 and 2). The central piperidine ring adopts a twisted conformation in both the molecules, as 
evidenced by the puckering parameters q 2 = 0.5497 (2) A, 9 = 36.97 (2)°, <p = 300.8 (3)° and q 2 = 0.5441 (17) A, 6 = 
143.50 (2)°, (p = 120 .4 (3)° for molecule A and B respectively. The 2//-acenaphthylen-l-one ring system (CI 1 A— C22A) 
and (CI IB— C22B) is nearly planar, with a maximum displacement of -0.0635 (3) A and 0.0755 (2) A for atom C20A 
and C20B respectively. In the pyrrolo thiazole ring in both the molecules, the pyrrole ring is in the envelope 
conformation, and thiazole ring is in twisted envelope conformation with C8A and C8B atoms at the flap in both of these 
envelopes. The sum of the angles at atom Nl A and NIB are 336.20 (11)° and 336.36 (2)° in molecule A and B are in 
accordance with sp 3 -hybridization. The dihedral angle between the nitrophenyl rings in molecule A and B are 76.73 (1)° 
and 82.93 (1)° respectively these rings are making angles of 44.79 (1)°, 59.27 (1)° and 40.68 (1)°, 57.91 (1)° with the 
acenaphthene group of molecule A and B respectively. 

There are several intramolecular interactions. The C15B — H15B— 03B intermolecular hydrogen bond 
centrosymmetrically connect two molecules and generate the graph set motif R 2 2 (34) (Fig. 3). 

Experimental 

A mixture of l-methyl-3,5-bis[(ii)-4-nitrophenylmethylidene]tetrahydro-4(l//)-pyridinone (1 mmol), acenaphthene- 
quinone (0.182 g, 1 mmol) and l,3-thiazolane-4-carboxylic acid (0.133 g, 1 mmol) was dissolved in methanol (10 ml) 
and refluxed for 30 min. After completion of the reaction as evident from TLC, the mixture was poured into water (50 
ml), the precipitated solid was filtered and washed with water (100 ml) to obtain pure product as pale yellow solid. The 
product was recrystallized from ethyl acetate solution to obtain colourless blocks. Melting point: 230 °C, yield: 94% 

Refinement 

Initial structural solution showed co-crystallized solvent molecule for which a suitable model could not be found. 
Therefore, the data set was treated with SQUEEZE routine of PLATON (Spek,2009) to model the electron density in the 
void region. There is one cavity of 833 A 3 . The cavity contains approximately 138 electrons which were assigned to the 
solvent molecule. H atoms were placed at calculated positions and allowed to ride on their carrier atoms with C — H = 
0.93-0.98 A. U ISO = 1.2C/ eq (C) for CH 2 and CH groups and U lso = 1.5t/ eq (C) for CH 3 group. 



Acta Cryst. (2013). E69, O 1208-o1209 



sup-1 



supplementary materials 



Computing details 

Data collection: APEX2 (Broker, 2004); cell refinement: SAINT (Bmker, 2004); data reduction: SAINT (Bruker, 2004); 
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 
(Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: 
SHELXL97 (Sheldrick, 2008). 




Figure 1 

The molecular structure of (IA), showing 10% probability displacement ellipsoids. 




05b 



Figure 2 

The molecular structure of (IB), showing 10% probability displacement ellipsoids. 
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Figure 3 

The partial packing diagram of the IB molecule showing the graph set motif R 2 2 (34). 



5"-(4-Nitrobenzylidene)-7'-(4-nitrophenyl)-1 "-methyl-1 ',3',5',6',7',7a'-hexahydrodispiro[acenaphthylene-1,5'- 
pyrrolo[1,2-c][1,3]thiazole-6',3"-piperidine]-2,4"(1H)-dione including an unknown solvate 



Crystal data 

C 35 H 28 N 4 0 6 S 
M,= 632.67 
Triclinic, PI 
Hall symbol: -P 1 
a= 11.1240 (5) A 
b= 12.6825 (5) A 
c = 25.8778 (11) A 
a = 89.823 (4)° 
£=81.185 (2)° 
y = 88.305 (3)° 
V= 3606.1 (3) A 3 

Data collection 

Bruker Kappa APEXII 

diffractometer 
Radiation source: fine-focus sealed tube 
Graphite monochromator 
Detector resolution: 0 pixels mm -1 
co and <p scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 



Z = 4 

P(000)= 1320 

D x = 1.165 Mgnr 3 

Mo Ka radiation, 1 = 0.71073 A 

Cell parameters from 2000 reflections 

6 = 2-27° 

fi = 0.14 mnr 1 

T=293 K 

Block, colourless 

0.30 x 0.27 x 0.25 mm 



71136 measured reflections 
15643 independent reflections 
9029 reflections with 7 > 2a{I) 
R mt = 0.040 

ftnax = 27.0°, 8 m i„ = 1.6° 



h = -14— >13 
k = -\6^\6 
1 = -32^-31 



T mm = 0.960, T m 



0.967 
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Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F- > 2o(F 2 )] = 0.050 
wR{F 2 ) = 0.143 
S = 1.02 

15643 reflections 
831 parameters 
0 restraints 

Primary atom site location: structure-invariant 
direct methods 



Secondary atom site location: difference Fourier 
map 

Hydrogen site location: inferred from 

neighbouring sites 
H-atom parameters constrained 
w = ll[a\F a 2 ) + (0.0727P) 2 ] 

where P = {F 2 + 2F 2 )I?> 
(A/o)„» = 0.001 
Ap max = 0.23 e A" 3 
A/w = -0.26 e A~ 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full 
covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and 
torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. 
An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 
Refinement. Refinement of F 2 against ALL reflections. The weighted i?-factor wR and goodness of fit S are based on F 2 , 
conventional i?-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 1 > a{F 2 ) is used 
only for calculating iJ-factors(gt) etc. and is not relevant to the choice of reflections for refinement. _/?-factors based on F 2 
are statistically about twice as large as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 





X 


y 


z 


Tl *ITI 


CIA 


0.87585 (18) 


0.70954 (17) 


0.29382 (7) 


0.0604 (6) 


H1A1 


0.9184 


0.7660 


0.3069 


0.091* 


H1A2 


0.8357 


0.7350 


0.2657 


0.091* 


H1A3 


0.9328 


0.6536 


0.2813 


0.091* 


C1B 


0.13036(19) 


0.72069 (19) 


0.19002 (8) 


0.0692 (6) 


H1B1 


0.0739 


0.7715 


0.2084 


0.104* 


H1B2 


0.1737 


0.6843 


0.2144 


0.104* 


H1B3 


0.0868 


0.6709 


0.1727 


0.104* 


C2A 


0.84298 (16) 


0.63470(15) 


0.37957 (7) 


0.0464 (5) 


H2A1 


0.8781 


0.6947 


0.3943 


0.056* 


H2A2 


0.9088 


0.5848 


0.3671 


0.056* 


C2B 


0.15413 (17) 


0.82294 (15) 


0.11163 (7) 


0.0487 (5) 


H2B1 


0.0867 


0.8669 


0.1285 


0.058* 


H2B2 


0.1208 


0.7680 


0.0925 


0.058* 


C3A 


0.75707 (15) 


0.58349 (13) 


0.42185 (6) 


0.0382 (4) 


C3B 


0.23505 (15) 


0.88878 (13) 


0.07375 (6) 


0.0397 (4) 


C4A 


0.64253 (15) 


0.53868 (13) 


0.40878 (6) 


0.0371 (4) 


C4B 


0.34834 (16) 


0.93051 (14) 


0.08959 (6) 


0.0381 (4) 


C5A 


0.59835 (15) 


0.58108 (13) 


0.35993 (6) 


0.0351 (4) 


C5B 


0.39843 (14) 


0.87307 (13) 


0.13346 (6) 


0.0350 (4) 


C6A 


0.71055 (15) 


0.59021 (14) 


0.31842 (6) 


0.0412 (4) 


H6A1 


0.7551 


0.5231 


0.3142 


0.049* 


H6A2 


0.6867 


0.6099 


0.2851 


0.049* 


C6B 


0.29024(15) 


0.84790 (14) 


0.17458 (6) 


0.0432 (4) 


H6B1 


0.3180 


0.8168 


0.2051 


0.052* 


H6B2 


0.2432 


0.9119 


0.1853 


0.052* 
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C7A 


A A at 1 C / 1 f \ 

0.49715 (15) 


A f 1 A^H /I 1\ 

0.51427 (13) 


0.34182 (6) 


A AT O £1 ( A \ 

0.0386 (4) 


H / A 


A A Z A1 

(J. 454.3 


A A 7(1/: 

0.4 /96 


a non 
0.3 /29 


A A A £ * 
0.046* 


C7B 


0.49726 (15) 


A rt')/'T7 / 1 ON 

0.93677 (13) 


0.15573 (6) 


A AO TO / A \ 

0.0378 (4) 


inn 
H /B 


0.5583 


a mA 1 
0.9/91 


0.1269 


A A/1 C * 

0.045* 


C8A 


A yl 1 AT / 1 

0.41036 (16) 


A CATAO /I A\ 

0.59708 (14) 


0.32496 (7) 


AA/IOO { A\ 

0.0433 (4) 


H8A 


A A A AC\ 

0.4449 


0.6276 


0.2913 


A A C O rfs 

0.052* 


/ ill 
Cots 


A rnTi r /1 f\ 

U.58 / 15 (15) 


A OCA(r , 7 (111 

(J. 85(16/ (13) 


A ICCOC /II 

(J. 16685 (/) 


A (lino I A\ 

U.U398 (4) 


H8B 


0.5541 


0.8101 


0.1978 


A A A O sfc 

0.048* 


C9A 


a non^ /1 o\ 

0.27896 (18) 


A CT 1 1 A / 1 7\ 

0.5711U (17) 


A /A\ 

0.32504 (9) 


A (1£1C //CI 

0.0625 (6) 


H9Ai 


0.2533 


0.M81 


a if n 
0.3512 


a mc* 
U.U /5* 


T TA A O 

H9A2 


0.2667 


A C A C 1 

0.5451 


a ini 1 

0.29H 


0.075* 


C9B 


0.71781 (16) 


A OTOAC / 1 rN 

0.87805 (15) 


0.16871 (8) 


A AC1A /C\ 

0.0510 (5) 




U. /z92 


a one 1 
0.895 1 


A OA./1 1 


A A/T 1 sk 
0.061* 


H9B2 


A "7 /I 1 1 

0.7411 


A AO TO 

0.9378 


A 1 A /"I 

0.1463 


0.061* 


C10A 


A 1 O 1 Tl /1 ON 

0.32372 (18) 


0.75971 (16) 


A 1 /"A/" /I /A \ 

0.36064 (9) 


A ACAO /f \ 

0.0593 (5) 


T T 1 f\ A 

HI OA 


a i con 
0.3589 


A OAOA 

0.8089 


(i ii/i 
0.3342 


0.0/1* 


TJ 1 AD 


a Tom 
0.299 / 


0. /9 /3 


U.3934 


0.0 / I* 


CI OB 


a /:onc /i t\ 
0.68135 (1 /) 


A TA 1 A 1 /I /T\ 

0. /0191 (16) 


A 1 1 ac/; /o\ 
U. 11956 (8) 


A AC CO /C\ 

0.0552 (5) 


T T 1 A/" 1 

H10C 


A T A T C 

0.7075 


0.6754 


A AO A A 

0.0844 


0.066* 


T r i AT^\ 

H1UD 


0.6481 


0.6443 


0.1416 


a a/:/:* 
U.U66 V 


Pi 1 A 

CI 1A 


U.5338 / (15) 


O.o94ol (13) 


U.3 /313 (6) 


A Ano //II 
U.U3 /9 (4) 


CI IB 


A /l£AQ£ /1 Z\ 

(J. 46986 (15) 


0. /0/61 (13) 


a 1 1 a/;t //;i 
U.11U6/ (6) 


A A^ /;A //1 1 

U.U369 (4) 


C12A 


0.59294 (16) 


0.78160 (14) 


0.33547 (7) 


0.0444 (4) 


C12B 


A /II CTO / 1 T\ 
0.41528 (1 /) 


0.o6dzz (id) 


A 1 TOO/: SQ\ 

0.13826 (8) 


A ACAjC /CA 

0.0506 (5) 


/"< 1 O A 

C13A 


a z:o o /i 1 / 1 t\ 

0.63341 (17) 


0.86576 (14) 


0.36697 (8) 


A A A AO /C\ 

0.0493 (5) 


C13B 


A OT/1AT /1 0\ 

0.37407 (18) 


0.59876 (15) 


A A A "7 A / A\ 

0.09764 (9) 


A AC C A /C\ 

0.0559 (5) 


C14A 


0.6892 (2) 


A A C O C A /~ \ 

0.95854 (16) 


A OOOT /I A\ 

0.35387 (10) 


A A r O O //"\ 

0.0683 (6) 


H14A 


A *7 1 AO 

0. /103 


a (noi 
U.9 /82 


A 1 1 A1 

0.5191 


A AOO sk 

0.082* 


C14B 


A 1 1 O £L /ON 

0.3186 (2) 


A CA1 O 1 / 1 11 

0.50281 (17) 


A AAA A *7 H 1\ 

0.09947 (12) 


A AOA£ /n\ 

0.0806 (7) 


tti jrj 

H14B 


0.2985 


A A CH l\ 

0.4670 


A 1 1 AA 

0.1309 


A AAT* 

0.097* 


C15A 


A T 1 O C /O \ 

0.7135 (2) 


1.02295 (18) 


0.39437 (12) 


A AOf d ZO\ 

0.0854 (8) 


i_ri c a 
H15A 


A "74T 1 A 

o. /5iy 


1.U862 


U.3861 


A 1 AO * 

U.1U2* 


C15B 


a inn /l l 

0.2937 (3) 


0.4611 (2) 


A A C 1 1 A /1 CI 

0.05219 (15) 


A AAOI / 1 Al 

0.0987 (10) 


tii r n 

H15B 


0.2565 


0.3963 


A ACOO 

0.0528 


A 1 1 O * 

0.118* 


C16A 


A £ Ol C /H 

0.6825 (2) 


A (1A(C1 1 (1 Ol 

U. 99621 (18) 


0.44620 (1 1) 


A ATA/1 iH\ 

0.0 /94 (/) 


Tj 1 z; a 

H16A 


U.6998 


1 A/1 1 T 
1.041 / 


a a n^c\ 
0.4 /20 


A AAC* 

0.095* 


C16B 


nine /n 
0.3215 (2) 


Aril/ /Ol 

U.5 1 14 (2) 


A AAC/C 1 / 1 A \ 

0.00561 (14) 


A AAO jC /A\ 

0.0936 (9) 


H16B 


0.3016 


A /I OAT 

U.48U / 


A AO A A 

—0.0244 


A 1 1 O* 

0.1 12* 


CI /A 


A £147 AT /I A\ 

0.6250/ (19) 


A AAA/C 1 / 1 Tl 
U.9UU61 (1 /) 


0.46055 (9) 


A A/CAA 

0.0609 (6) 


CI /B 


a nnoi i 1 a\ 
0.3 /991 (19) 


A /AAAO / 1 TI 

U.6U9U8 (1 /) 


A AA 1 OA ( A (\\ 

0.00180 (10) 


0.0653 (6) 


/"< 1 O A 

C18A 


A /CA1 /CC /1 /CI 

0.60165 (16) 


A OTT>0 /1 /II 

0.83738 (14) 


A A 1 AC A SH\ 

0.41950 (7) 


A f\A CO ( A\ 

0.0458 (4) 


C18B 


a /i a «i a/: / 1 /ri 
0.40406 (16) 


A H A C\H A / 1 /1 1 

U.649/U (14) 


A A A AO C ZO\ 

0.04985 (8) 


A A A Ol /r\ 

0.0483 (5) 


C19A 


0.54073 (16) 


0.74210 (13) 


A ^1/") 1 / -7 \ 

0.4263 1 (7) 


A AO AA / A \ 

0.0399 (4) 


/ ' i AD 

C19B 


A A £ A /I r\ 

(J. 46462 (15) 


a 7/inn (i ii 
U. /43 /9 (13) 


A AC1C C /"71 

U.U5355 (/) 


A (11(11 //II 

U.U393 (4) 


C20A 


0.49753 (17) 


0.71036 (15) 


0.47580 (7) 


0.0497 (5) 


H20A 


0.4523 


0.6498 


0.4816 


0.060* 


C20B 


0.50629 (17) 


0.79583 (15) 


0.00874 (7) 


0.0481 (5) 


H20B 


0.5517 


0.8560 


0.0097 


0.058* 


C21A 


0.5228 (2) 


0.77132 (18) 


0.51814(8) 


0.0652 (6) 
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TT^ 1 A 

till A 


0.4963 


A *7 A 

0. /482 


A CC1A 

0.5520 


A ATO * 
0.0/8* 


C21B 


A A OA1 /I \ 

0.4802 (2) 


A TCTAA /1 A\ 

0.75799 (19) 


-0.03908 (8) 


0.0661 (6) 


t n 1 d 

H21B 


0.5063 


0.7956 


-0.0694 


A ATA* 

0.079* 


C22A 


0.5843 (2) 


A o/"11/~ /i n\ 

0.86216 (19) 


A f 1 1 A A /r\ \ 

0.5 1 140 (9) 


A f\H 1 1 /<"7\ 

0.0711 (7) 


H22A 


A CAAO 

0.5998 


A OAAC 

0.8995 


A Z A f\A 

0.5404 


A AO Z * 

0.085* 


L31A 


A llOAO /1 ZT\ 

0.77292 (16) 


A ZHZZH /1 /1\ 

0.57557 (14) 


A A 70AA SH\ 

0.47200 (7) 


A A/IOI / A\ 

0.0432 (4) 


t n 1 a 
H31A 


A "7 1 1 A 

0.7110 


0.5420 


0.4936 


A AC O * 

0.052* 


C31B 


0.2 1 664 (16) 


A A1 /I A/ - / 1 /1\ 

0.91406 (14) 


0.02528 (7) 


0.0451 (4) 


H3 its 


0.2 /66 


A AC CO 

0.9558 


a nfm 
0.00 15 


A AC A * 

0.054* 


C32A 


0.87179 (17) 


A / I 1 1 1 / 1 /I \ 

0.61111 (14) 


A /I AO A A f~l\ 

0.49840 (7) 


A A/1 /I A 

0.0440 (4) 


C32B 


0.12066 (16) 


0.88869 (14) 


A A A A £1 SH\ 

-0.00463 (7) 


0.0439 (4) 


C33A 


a Aonrn /1 i \ 

0.98950 (17) 


A /"OACO /1 /"\ 

0.63058 (16) 


A A 1 "> C\f\ / "7 \ 

0.47390 (7) 


A Af l/l /r\ 

0.0524 (5) 


H33A 


1.0085 


0.623 / 


a /i no 
0.43 /o 


0.063* 


C33B 


A 1 A Z /~ A / 1 ON 

0.14564 (18) 


A AA A A 1 / 1 ON 

0.90447 (18) 


-0.05837 (7) 


A AC Ol /C\ 

0.0582 (5) 


H33B 


0.2224 


0.9267 


A AT1A 

-0.0729 


A ATA sfc 

0.070* 


C34A 


1 AITAO /1 o\ 

1.07798 (18) 


0.65980 (16) 


A f A1 1 yl /OA 

0.50214 (8) 


A AC C O /C\ 

0.0558 (5) 


in a a 
H34A 


1 1 ten 


A z:T5 a 

0.6/39 


A /I O CI 

0.4853 


a A/n* 
0.06/* 


C34B 


A A/' 1 /II /1 A\ 

0.06142 (19) 


A OOOTO /1A\ 

0.88838 (19) 


A AAAC /I ZO\ 

-0.09054 (8) 


A A/"") /" //"\ 

0.0636 (6) 


T T~i A Ti 

H34B 


0.0796 


A AAA1 

0.9003 


—0.1263 


0.076* 


Z A 

L35A 


1 AC A 1 /I / 1 A\ 

1.05014 (19) 


0.66777 (16) 


A ZZZf\Z ZO\ 

0.55505 (8) 


A AC ZTO /CN 

0.0568 (5) 


C35b 


-0.050/0 (18) 


A OZ A A A / 1 £\ 

0.85414 (16) 


A AiCO/CA ZO\ 

—0.06860 (8) 


A /C\ 

0.0536 (5) 


C36A 


A AO /" O /1\ 

0.9368 (2) 


A f A AT /1\ 

0.6493 (2) 


A COAOA /ON 

0.58089 (8) 


A All A / 1 \ 

0.0724 (7) 


t n £. A 

H36A 


A fllAA 

0.9200 


A C Z Z 1 

0.6551 


A £L 1 H 1 

0.6171 


A Aon* 

0.087* 


L36B 


A ATAOC /1 OA 

-0.07985 (18) 


0.83640 (16) 


A A1 iCT^ /ON 

-0.01624 (8) 


A f\ZHH /Z\ 

0.0577 (5) 


H36ti 


—0.1563 


A O 1 07 

0.812 / 


A AAT3 

—0.0023 


A A£A* 

0.069* 


C37A 


A O A Tn /l f\\ 

0.84723 (19) 


A /"TITf /10\ 

0.62175 (18) 


0.55242 (8) 


0.0632 (6) 


T TO *7 A 

H37A 


A A 1 

0.7691 


A £ 1 A 1 

0.6101 


A Z £LC\H 

0.5697 


0.076* 


C37B 


A HAC/TI /1 0\ 

0.00563 (18) 


A O C /I 1 /I /1 /T\ 

0.85414 (16) 


A A 1 ZH £. ZO\ 

0.01576 (8) 


A ACCA /C\ 

0.0550 (5) 


H3 /ti 


A A1 TO 

-0.0139 


A O/IOO 

0.8428 


A AC 1 

0.0516 


a A£/;* 
0.066* 


C71A 


A C A C 1 C / 1 

0.54515 (16) 


A A I O A A / 1 /I \ 

0.42844 (14) 


0.30287 (7) 


A A/1 1 1 

0.0413 (4) 


L71B 


A /I /I O AO /I C\ 

0.44803 (15) 


1.01252 (13) 


0.19966 (6) 


A AT A /I / A \ 

0.0394 (4) 


L72A 


0.53556 (19) 


0.43517 (16) 


0.25039 (7) 


A ACCA /C\ 

0.0550 (5) 


H /2A 


A /I n/:o 
0.4968 


A A no o 
0.4938 


0.23 /9 


a A£/;* 
0.066* 


C72B 


0.38829 (17) 


1 1 A /I O T /I f \ 

1.10487 (15) 


A 1 OOf C ZO\ 

0.18855 (8) 


A ACA1 / Z \ 

0.0501 (5) 


H72B 


A O HHO 

0.3778 


1.1193 


A 1 Z A >*t 

0.1542 


A AzTAsk 

0.060* 


C /3A 


a coon 
0.5829 (2) 


A 0 C CTO 0\ 

0.355 /8 (18) 


A 1 A £A A /0\ 

0.21644 (8) 


A A£0 1 ( C\ 

0.0621 (6) 


UTl A 

H/3A 


A C"7C 1 

0.5 /5 1 


a icm 
0.3603 


a ion 
0.1812 


A AT A * 
0.0 /4* 


C73B 


A T Jim / 1 0\ 

0.34393 (18) 


1 1 1 C (\ A / 1 /"\ 

1.17594 (16) 


0.22747 (8) 


A AC/I /r\ 

0.0562 (5) 


T inn 

H73B 


a i m i 

0.3033 


1.2377 


A 1 1 AT 

0.2197 


A Aznsk 

0.067* 


C74A 


A /'A AAA /1 0\ 

0.64099 (18) 


A tTI AT /1 /T\ 

0.27 1 07 (16) 


A A A Z ZO\ 

0.23445 (8) 


A AC/"/" /C\ 

0.0566 (5) 


C /4B 


0.36056 (1 /) 


1.15436 (16) 


0.2 / /66 (8) 


A Acn /c\ 
0.052 / (5) 


C75A 


a /"fin /i r\\ 

0.65213 (19) 


0.26152 (15) 


A ^O/"") 1 /ON 

0.28631 (8) 


A ACO/" /C\ 

0.0586 (5) 


T T*7C A 

H75A 


0.6922 


a im 1 

0.2031 


0.2983 


A ATA* 

0.070* 


C75B 


0.42004 (19) 


1.06533 (17) 


0.28988 (8) 


0.0599 (6) 


H75B 


0.4314 


1.0523 


0.3242 


0.072* 


C76A 


0.60285 (18) 


0.34007 (14) 


0.32015 (8) 


0.0513 (5) 


H76A 


0.6084 


0.3337 


0.3555 


0.062* 


C76B 


0.46353 (18) 


0.99430(16) 


0.25079 (7) 


0.0537 (5) 


H76B 


0.5041 


0.9329 


0.2591 


0.064* 



Acta Cryst. (2013). E69, O 1208-o1209 



sup-6 



supplementary materials 



C22b 


A A 1 on /'"t^ 

0.41 5 / (2) 






0.6692 (2) 




A A/1 O AO AON 

—0.04262 (9) 


0.0/68 (/) 




tiZZB 


A A A 1 O 

0.4018 






A £ A H £ 

0.6476 




A A*7CA 

-0.0750 


A A AO A 

0.092* 




XT 1 A 

JN1A 


0.78620 (13) 






0.67026 (11) 




a nco /r\ 

0.33553 (5) 


A A/I 1 O / A\ 

0.0418 (4) 




XT1 D 

JN lb 


0.21612 (13) 






A T7 /| OO /1 ON 

o. / /4zy (IZ) 




0.15153 (5) 


A A/1 CA ( A\ 

0.0430 (4) 




XTO A 

JN2A 


1 1 /ICC /1\ 

1.1433 (2) 






A rn/CTO /1 *7N 

0.69628 (1 /) 




n cocci 1 1 a\ 
0.55551 (10) 


A ATAA ( £.\ 

0.0/90 (6) 




MID 

JNzb 


— 0. 14133 (18) 






0.53 151 (1 /) 




a i a*5 1 £. tc\\ 
—0.10316 (9) 


0.0/06 (3) 




XTO. A 

JN 3A 


0.40829 (13) 






0.6/384 (11) 




0.366 /5 (6) 


A A/1 OA / A\ 

0.0426 (4) 




XTO "D 

JN 3 b 


A CAOAA /1 0\ 

0.39309 (iz) 






A 1 / 1 1 N 

0./8/33 (11) 




A 1 1 A£A /C\ 

0.11969 (5) 


0.0399 (3) 




XT/I A 

JN4A 


A AO 11/1 ^1 A\ 

0.69134 (iy) 






U.lo/J / (lo) 




A 1 OQ 1 "7 /1 r\\ 

o.iysi / (io) 


0.0 / IZ (o) 




XT /I "D 

JN4b 


0.31 /00 (18) 






1.23068 (1 /) 




A "5 1 C\1 H /A\ 

0.3191 / (9) 


A ATI 1 S/Z\ 

0.0/31 (6) 




OlA 


A CO*7AA (A ON 

0.38 /66 (12) 






A A 0"0 A 1 (A A\ 

0.4/261 (10) 




0.43609 (5) 


A ACTA S1\ 

0.0320 (3) 




(Jib 


A O A*7C o /n\ 

0.39 / jo (lz) 






1 AAA1 A / 1 AN 

1.00630 (10) 




0.065/ / (5) 


A AC A 1 /I \ 

0.0341 (3) 




UzA 


1 1 oom /I AN 

1.1299/ (19) 






A /C7C./: /ON 

0.6 /DO (Z) 




0.631V1 (V) 


A 1 lOO ( \ (\\ 

0.1399 (10) 




(Jzb 


A HCCO / 1 /IN 

—0.12558 (16) 






A 070A1 { 1 A\ 

0.87893 (19) 




-0.14615 (7) 


A 1 1 AA /H\ 

0.1109 (7) 




r~\o a 

U3A 


1.23600 (18) 






A 11CT) /1 c\ 

0.73573 (15) 




0.56316 (9) 


A 1 AO £. f£\ 

0.1026 (6) 




(Jib 


—0.22908 (17) 






0.78737 (15) 




— 0.0o69z (8) 


A AAC? f£\ 

0.0953 (6) 




U4A 


A £A1 16. /"1 o\ 

0.59126 (12) 






0. /0ZJ5 (10) 




O.Z6033 (j) 


0.0555 (4) 




(J4b 


0.42138 (13) 






0.64232 (11) 




0.18328 (6) 


0.0669 (4) 






U.ODoJj ^ 1 Of 






0 1 RQ7R (\ «\ 




0 1 S^Q7 

U. 1 J Jy 1 \o ) 


yj. i uj7 v, / ) 




05B 


0.25968 (19) 






1.30840(16) 




0.30738 (8) 


0.1013 (6) 




06A 


0.7540 (2) 






0.11787 (16) 




0.21417(8) 


0.1069 (7) 




06B 


0.33981 (19) 






1.21481 (17) 




0.36269 (8) 


0.1094 (7) 




S1A 


0.19481 (5) 






0.69505 (5) 




0.34043 (2) 


0.07070 (18) 




SIB 


0.80665 (5) 






0.76056 (5) 




0.14550(2) 


0.06367 (17) 




Atomic displacement parameters (A 2 ) 




U n U 22 




LP 3 




U 12 


U 13 


IP 


CIA 


0.0512(12) 0 


0823 


(15) 


0.0464 


(12) 


-0.0176(11) 


-0.0003 (9) 


0.0178 (11) 


C1B 


0.0558 (13) 0 


0995 


(18) 


0.0534 


(13) 


-0.0258 (12) 


-0.0078 (10) 


0.0315 (12) 


C2A 


0.0404(11) 0 


0578 


(12) 


0.0425 


(11) 


-0.0058 (9) 


-0.0105 (8) 


0.0085 (9) 


C2B 


0.0440(11) 0 


0610 


(12) 


0.0430 


(11) 


-0.0053 (9) 


-0.0127 (9) 


0.0120 (9) 


C3A 


0.0379(10) 0 


0409 


(10) 


0.0363 


(10) 


0.0025 (8) 


-0.0085 (8) 


0.0038 (8) 


C3B 


0.0401 (10) 0 


0432 


(10) 


0.0366 


(10) 


0.0035 (8) 


-0.0089 (8) 


0.0039 (8) 


C4A 


0.0400(10) 0 


0371 


(9) 


0.0339 


(9) 


-0.0003 (8) 


-0.0053 (8) 


0.0027 (8) 


C4B 


0.0433 (10) 0 


0392 


(10) 


0.0314 


(9) 


0.0012 (8) 


-0.0050 (8) 


0.0013 (8) 


C5A 


0.0379(10) 0 


0389 


(9) 


0.0290 


(9) 


-0.0024 (7) 


-0.0065 (7) 


0.0047 (7) 


C5B 


0.0351 (9) 0 


0396 


(9) 


0.0303 


(9) 


-0.0018(7) 


-0.0050 (7) 


0.0058 (7) 


C6A 


0.0391 (10) 0 


0503 


(11) 


0.0337 


(9) 


-0.0002 (8) 


-0.0050 (8) 


0.0032 (8) 


C6B 


0.0391 (10) 0 


0572 


(11) 


0.0336 


(10) 


-0.0014 (9) 


-0.0064 (8) 


0.0074 (8) 


C7A 


0.0393 (10) 0 


0425 


(10) 


0.0343 


(9) 


-0.0043 (8) 


-0.0062 (8) 


0.0036 (8) 


C7B 


0.0414(10) 0 


0409 


(10) 


0.0318 


(9) 


-0.0030 (8) 


-0.0074 (7) 


0.0034 (7) 


C8A 


0.0404(11) 0 


0496 


(11) 


0.0417 


(10) 


-0.0037 (8) 


-0.0117(8) 


0.0051 (8) 


C8B 


0.0392 (10) 0 


0453 


(10) 


0.0353 


(10) 


-0.0024 (8) 


-0.0072 (8) 


0.0032 (8) 


C9A 


0.0472 (12) 0 


0723 


(14) 


0.0723 


(14) 


-0.0045 (10) 


-0.0222(11) 


0.0021 (11) 


C9B 


0.0445 (11) 0 


0598 


(12) 


0.0513 


(12) 


-0.0056 (9) 


-0.0146 (9) 


0.0001 (9) 


C10A 


0.0468 (12) 0 


0631 


(13) 


0.0682 


(14) 


0.0092 (10) 


-0.0111 (10) 


0.0021 (11) 


C10B 


0.0433 (11) 0 


0595 


(12) 


0.0629 


(13) 


0.0071 (10) 


-0.0095 (10) 


-0.0095 (10) 


C11A 


0.0366(10) 0 


0409 


(10) 


0.0367 


(10) 


-0.0003 (8) 


-0.0073 (7) 


0.0050 (8) 


cub 


0.0381 (10) 0 


0370 


(9) 


0.0366 


(9) 


-0.0053 (8) 


-0.0080 (8) 


0.0060 (7) 



Acta Cryst. (2013). E69, O 1208-o1209 



sup-7 



supplementary materials 



ClzA 


U.U412 


n i\ 

(11) 


A A AHA 
0.04 /4 


/I i\ 

(11) 


A f\A AH /1 n i\ 

0.044/ yVl) 


A AA1 O ZO\ 

0.0035 (6) 


A AAO 1 

— U.UUol 


(0) 


A AAAO CA\ 

0.009Z (9) 


f " i 00 
ClzB 


U.U43U 


n i\ 

(11) 


A A A izn 
0.0460 


CI 1 \ 

(H) 


A A/TOA /1 /1\ 

O.OozV (14) 


A AAA1 /'A^ 

—0.0001 (y) 


A AAO O 
— U.UU55 


( A A\ 

(10) 


A A1 CO /1 A\ 

0.015Z (10) 


C13A 


0.0487 


(12) 


A A/1 O C 


C1 1\ 

(11) 


0.0jo4 (13) 


A AA1T /AA 

— 0.003Z (9) 


-0.0067 


(9) 


0.00o9 (9) 


C13B 


0.0471 


(12) 


A A^ Q A 


C1 1\ 

(11) 


A AOOA (A £\ 

o.Oozy (lOj 


A AA/1T /A\ 

-0.004/ (y) 


-0.0116 


(11) 


A AAOA (A A\ 

0.00Z9 (10) 


C14A 


0.0778 


(16) 


A A/1 0/1 


(12) 


0.0 /oz (10) 


— 0.014o (1 1J 


-0.0080 


(12) 


aai AO f1 1 A 

O.OlOo (11) 


pi /in 

C14B 


0.0727 


(17) 


A A A £H 


(13) 


A 1 T3 /T\ 

0.1Z3 (z) 


a nnc /n) 

— O.OIzj (Iz) 


-0.0141 


(15) 


A A1 n /1 A\ 

0.011 / (14) 


CI 5A 


0.0949 


(19) 


A ACT A 


(14) 


A 1 AO 
0.1 09 (Z) 


— O.Ozoo (13J 


-0.0130 


(16) 


A AAT3 /1 A\ 
— 0.00Z3 (14) 


CI jo 


0.085 (2) 


A no 0 


(15) 


A 1 CI 

0.1o3 (3) 


— O.OZOO (14) 


-0.031 (2) 


a nnn / 1 a\ 

—0.01 /9 (19) 


pi/; a 

CloA 


U.UojO 


(18) 


a n^in 

U.Uozv 


(15) 


A A A 1 

O.Ovl (Z) 


AA1C1 

—0.0151 (13) 


_A A1 O 
U.UIjj 


C1 ^"1 
(15) 


A AOO A / 1 A \ 

— 0.0zz9 (14) 


p 1 c r> 
CloB 


0 0700 
u.u fyy) 


C1 Q\ 
(19) 


A AT A 

O.U /4z 


/1 o\ 

(18) 


0.133 (3) 


A A1 OA /1 

— 0.01Z9 (15) 


— fi cvx 1 ^ 


CI 

(18) 


A A1 C\H ( 1 o\ 

—0.039/ (lo) 


PHA 

CI /A 


A ACTO 

/z 


C1 ~X\ 

(13) 


A nc/:f 

O.Ujoj 


(13) 


A nron ci CA 

o.Oosy (Id) 


A AA"~) 1 /1 A\ 

— O.OOzl (10) 


U.OUo / 


(11) 


A A 1 £ A /1 1\ 
— 0.0160 (11) 


p 1 ~7 r> 

L17B 


fl 0^97 
U.UDZ / 


C1 X\ 
(13) 


A A/TT /I 

0.U6-34 


/1 /1\ 

(14) 


A AO 1 /I / 1 T\ 

0.0834 (17) 


a Anon f 1 1 \ 

— O.OOzv (11) 


_n n9nf» 


C1 9^ 
(12) 


a nni / 1 o \ 

— 0.0z77 (13) 


CloA 


U.U"4Z / 


n 1 

(U) 


A A /I 1 1 


( \ A\ 

(10) 


U.U51D (12) 


A AAA*7 ZO\ 
0.000/ (5) 


U.UU / 0 


( y ) 


A AAI 1 /n\ 

—0.0033 (9) 


C18B 


U.UH-U^f 


C1 1 ^ 
(U) 


A A A 1 


CI 1\ 

(11) 


U.U61 / (13) 


A AAAC iC\\ 

—0.0005 (9) 


—0 010^ 


CQ^ 
( y ) 


A AA/CO C 1 A\ 

— O.OO05 (10) 


ci9A 


U.U J y 1 


(1U) 


A A A 1 A 


(10) 


A A'J TO it A\ 
U.U3 /» (1U) 


A AAOA CO\ 

o.oozy (o) 


—0 00f»1 


C9A 
(0) 


A AA 1 A ZO\ 
0.0010 (5) 


C19B 


U.UJoU 


(1U) 


A A'J OA 

0.035^ 


A\ 

(10) 


A A A 1 O / 1 A\ 
U.U415 (1U) 


A AA1 A ZO\ 

—0.0014 (0) 


—0 OORzl 


(0) 


A AA 1 CO\ 

— O.OOlo (o) 


C2UA 


0 0^1 9 

U.U J 1Z 


^izj 


A AO O 


CI 1\ 

(11) 


A A/1TA /1 1\ 

U.U42U (11) 


A AA1 A /A\ 

-0.0014 (y) 


—0 noos 




A AAA1 /A\ 

0.0003 (9) 


nun 

L2UB 


U.U'+Oo 


c 1 1 ^ 
(U) 


A AC C A 

0.0559 


(12) 


A A A AA /1 1 \ 

0.0409 (11) 


a a An /n\ 

-0.0027 (9) 


—0 OO^Q 

u.uuj y 


CO"! 

( y ) 


A AA") A CA\ 

-0.0030 (9) 


C21A 


O OAA^ 


("1 ca 

(ID) 


0.0847 


(16) 


A f\ A ^ f\ C1 T\ 

0.0420 (12) 


A A A A A /1 T\ 

0.0004 (13) 


— O 0007 
\J,v)\J\JZ 


ci n^ 
(1U) 


A AAOO C1 1 \ 

-0.0082 (ll) 


C21B 


U.UO / J 




A AOAyl 
U.U894 


(17) 


A A/111 

U.U411 (12) 


A AAA 1 / 1 1\ 

— U.UUU1 (13) 


—0 007Q 
u.uu / y 


C1 C\\ 
(lUJ 


A AAOA C 1 1 \ 
— 0.0089 (11) 


C22A 


0 07?^ 
u.u /zo 


n c-^ 
( i0 J 


A AO T 1 


(17) 


AAC/TO /1C\ 

U.Udob (Id) 


a Ann /1 1\ 
— U.UU3 / (13) 


—0 OOfid 
U.UUOH- 


C1 9 s * 


A AO£1 /1 1\ 

— 0.0zo3 (13) 


C31A 


A A/11 0 
U.U41U 


(U) 


A AC A 1 


(H) 


A A^ OA / 1 A\ 

U.U359 (1U) 


A AAA/; /0\ 

— U.UUUo (8) 


— O 0077 
U.UU / / 


(0) 


A AA/I A /OA 

0.0040 (0) 


/""} 1 D 

C31B 


A ozi^o 


C1 1 ^ 
(ii) 


A AC ^) A 
U.U329 


CI 1\ 

(11) 


A A'J AC / 1 A\ 

U.U395 (1U) 


A AAAC /A\ 
U.UUU3 (9) 


—0 007^ 
U.UU / J 


( s ) 


A AA/C/I CO\ 

0.0064 (0) 


C32A 


fi 0A7& 


C1 1 ^ 

(11) 


A A A A 1 
U.U491 


CI 1 \ 

(H) 


a Ani / 1 a\ 
U.U3 /3 (1U) 


A AA 1 C /A\ 
U.UUlD (9) 


—0 01 
U.U1 JJ> 


( 8 ) 


A AA 1 A ZO\ 
0.0010 (5) 


C32B 


0 Od.1 0 
U.UH- 1 u 


n 1 *\ 


A AC/1 C 


(11) 


U.U3t>y (1U) 


a nni c /ca 
U.UU3D (y) 


—0 00Q0 
u.uuyu 


cs^ 


A AA^A /OA 

O.OOoO (0 ) 


C33A 


0 O/i ^/i 


("1 9\ 

(12) 


A A/TAA 
U.U69U 


(13) 


A A/fJT /1 1 \ 

U.U43 / (11) 


A AAAC / 1 AA 
— U.UUU3 (1U) 


— O OI 07 

u.uiuz 


( y ) 


A AAA 1 ( 1 A\ 

—0.0001 (10) 


C33B 


a f\AA^ 

U.U^f^f l 


(1ZJ 


0.0905 


(16) 


A A A A A / 1 1 \ 

0.U409 (11) 


A A AT 1 / 1 1 \ 

— U.UU71 (11) 


—0 OOR£ 
U.UUoO 


( y ) 


A AA*7 1 / 1 1 \ 

0.0071 (11) 


pi/1 A 

C34A 


fi r\AAl 
U.U'^-'i-Z 


(12) 


a A£/n 


(13) 


A ACOT ^^ A\ 

U.U5V/ (14) 


a aai 0 ^^ (\\ 
— U.UUlv (1U) 


—0 0191 
U.U IZ 1 


C1 fl^ 
(1U) 


A AA 1 £. ( 1 A 1 * 

O.OOlo (10) 


C34B 


fi 0^00 

U.UjUU 


(13) 


A 1 A1 A 

U.1U34 


/1 o\ 
(18) 


A A1 Q1 / 1 1 \ 

U.U353 (11) 


A AAA/1 C\ 9\ 

— U.UUU4 (12) 


—0 01 09 
U.UIUZ 


ci r\\ 
(1U) 


A AAOO /1 1 \ 
O.OOZZ (11) 


PO C A 

C35A 


fi CiARI 
U.Ut-5 > 


(i:sj 


A A/TO A 

0.0630 


C1 1\ 

(13) 


A A /1 /l\ 

U.U634 (14) 


A AA K /1 A\ 

U.UU15 (10) 


—0 099^ 
U.UZZ D 


C1 1 


A A 1 C A / 1 A\ 

—0.0150 (10) 


C35B 


fi C\A9.A 


C1 9*\ 
(12) 


A A 

U.U63U 


(13) 


AAC'3'3 / 1 1\ 

().\)d33 (13) 


A AAOT { 1 A\ 

U.UvZ 1 (1U) 


—0 09 1 ^ 
U.UZ 1 j 


ci r\\ 
(1U) 


A AAO T H A\ 

0.0023 (10) 


C3oA 


fi n^r»7 
u.uou / 


(13) 


Aim 
0.113 / 


(19) 


A A/1CA /1 1\ 

U.U45U (12) 


A A A AO / 1 T\ 

U.UUU2 (13) 


A A1 /I C 

U.U14D 


(U) 


A A 1 AO C 1 1 \ 

—0.0195 (13) 


C3oB 


0 0A1 ^ 


C1 9*\ 
(12) 


a moo 
U.U /2y 


(14) 


A ACOC (*\ A \ 

U.UdVj (14) 


A AA90 f\\ 

— U.UU2V (1U) 


—0 01 0^ 
U.UIUj 


ci n^ 

(1U) 


A A1 / 1 1 A 

O.Oloo (11) 


PTT » 

C37A 


fi fiAQA 


ci ^ 


A AA^O 

U.U968 


c 1 n\ 

(17) 


A A/I'JA i ~\ n t\ 

U.U439 (12) 


A AAC C /1 1\ 

— U.UU55 (12) 


—0 oos^ 

U.UUo J 


ci 

(1U) 


A AAjCO CI 1 \ 

-0.0068 (11) 


/~"? Trj 

C3 /B 


fi C\A1A 
U.U^ 


C1 9*\ 
(12) 


A CiH A A 
U.U /49 


(14) 


A A/10 0 i ] ] \ 

U.U425 (11) 


A A AO C / 1 A\ 

U.UUZd (1U) 


—0 00s 1 

U.UUo 1 


( y ) 


A A 1 1 A / 1 AA 
U.U13U (1U) 


C / 1A 


n ozi9 1 

U.U"4Z 1 


C1 c\\ 
(1U) 


A A/1 ^ O 

U.U435 


(10) 


A ATA/1 A\ 

U.U394 (1U) 


A AAOA /OA 

— U.UUoU (5) 


—0 OOQP. 


(0) 


A AAAT /OA 

U.UUU3 (0) 


C /IB 


0.0396 


(10) 


A A/IOC 

U.U425 


/■1 A\ 

(10) 


A A'J T A / 1 A\ 

U.U3 /U (1U) 


A AA/I 1 /OA 

— U.UU41 (0) 


-0.0078 


(8) 


A AA IO /OA 
U.UU12 (8) 


C /2A 


0.0649 


(13) 


U.U393 


(12) 


AA/IO/I 

U.U424 (11) 


A AA AO / 1 A\ 
— U.UUU2 (1U) 


-0.0131 


(10) 


A A A 1 T /AA 
U.UU13 (9) 


C /zB 


0.0521 


(12) 


U.UD22 


(12) 


AA/1T3 (1 1 \ 
U.U4/3 (11) 


A AACO /A\ 

U.UUdZ (9) 


-0.0134 


(9) 


A AAA/T /AA 

—U.UUUo (9) 


C /3A 


0.0674 


(15) 


A ATT/C 
U.U/ /6 


ci C\ 

(15) 


a A/i 10^1 o^ 
U.U418 (12) 


a aa/;o /1 o\ 
— U.UU62 (12) 


-0.0091 


(10) 


AA110 /11A 
— U.U118 (11) 


C /3B 


0.0503 


(12) 


A A A A/1 

U.U494 


(12) 


AA/T01 /1/1\ 

U.Uosl (14) 


A A AT 1 /Ci\ 

U.Uv/i (9) 


-0.0082 


(10) 


A A A A 1 / 1 AA 
— U.UU41 (1U) 


t~*H A A 

C /4A 


0.0477 


(12) 


A ACTA 

U.U5 /9 


(13) 


A A/TOT /I /1\ 

U.U62 / (14) 


A AAA 1 / 1 A\ 

— U.UU91 (1U) 


-0.0016 


(10) 


AA1/TA/11A 

—U.U 169 (11) 


C /4B 


0.0458 


(12) 


0.0564 


(12) 


A AC/1C /1 1\ 

U.U345 (13) 


A A A'J £. 1 1 AA 

— U.UU36 (1U) 


-0.0027 


(9) 


A A 1 £. C / 1 AA 

—U.U 163 (1U) 


/"'TC A 

C /DA 


0.0598 


(13) 


0.0470 


(12) 


A AT AA / 1 C\ 

U.U /UU (15) 


A A A 1 A / 1 AA 

U.UU19 (1U) 


-0.0139 


(11) 


A AATO / 1 AA 

—U.UU 11 (1U) 


C75B 


0.0687 


(14) 


0.0718 


(15) 


0.0388 (11) 


0.0062 (12) 


-0.0089 


(10) 


-0.0075 (10) 


C76A 


0.0610 


(13) 


0.0492 


(11) 


0.0461 (11) 


-0.0011 (10) 


-0.0155 


(9) 


-0.0014 (9) 


C76B 


0.0666 


(14) 


0.0543 


(12) 


0.0407(11) 


0.0096 (10) 


-0.0114 


(9) 


-0.0024 (9) 


C22B 


0.0753 


(17) 


0.103 (2) 


0.0538 (15) 


0.0009 (15) 


-0.0166 


(12) 


-0.0275 (14) 


N1A 


0.0395 


(8) 


0.0510(9) 


0.0350 (8) 


-0.0079 (7) 


-0.0047 


(7) 


0.0110(7) 



Acta Cryst. (2013). E69, o1208-o1209 



sup-8 



supplementary materials 



XT1 D 

JN Id 


A A1AT /OA 

u.ujy / (v) 


A AC CO /1 A A 

U.Ujoo (1U) 


A f\1H 1 /OA 

U.U3 / 1 (o) 


A A1 AC /TA 

— U.UIUj (/) 


A AAA/1 (H\ 

— U.UUo4 ( /) 


A A 1 CO (H\ 
U.UOZ ( /) 


XTO A 

JNzA 


A aai O / 1 A A 

U.Uo3s (14) 


a nrm /i ca 

U.Uyz / (Id) 


A AOOA /1 0"A 

U.Us /U (1 /) 


A AA/:/ /1 OA 

U.UUoo (Iz) 


A A1 O O / 1 1 A 

-U.U3Z5 (13) 


A A1 1 A /1 1A 

— U.U31U (13) 


JNzb 


r\ ACIO /1 OA 
U.UZUV (Iz) 


A AOA1 /1 A\ 

U.UsVl (14) 


A ATI O / 1 /I A 

U.U /Jo (14) 


A AAA/I /1 1 A 

U.UUU4 (11) 


A AOjCI /1 1 A 

— U.Uzo3 (11) 


A AA1 O /1 1 A 
{J.UUM (11) 


XT1 A 

JN 3A 


a f\i on /aa 
U.U38 / (y) 


A (\A C 1 /AA 

U.U4M (y) 


A A/I CO /AA 

U.U43Z (y) 


A AA1 A ZO"A 

U.UUlo (/) 


A A1 AA /TA 

— U.UlUo (/) 


A AA 1 A /TA 

u.uuiy (/) 


XT1D 
JN JD 


A A1AO /OA 

U.U3oz (o) 


A A/1 CT /OA 

U.U4j / (o) 


A AT 0/1 /OA 

U.U3o4 (o ) 


A AAAC (H\ 

U.UUUj (/) 


A AflTI /AA 

— U.UU / 1 (o) 


A AA1A /TA 

— U.UU3o (/) 


XT A A 

JN4A 


A AAOT /1 A\ 

U.Uoz/ (14) 


A ATAC /1 CA 

U.U /yj (id) 


A AO A A / 1 AA 

U.U84U (lo) 


A A 1 1 C /11A 

— U.U133 (11) 


A AAO A / 1 1 A 

U.UU84 (11) 


A A1 AA / 1 1 A 

— U.U3UV (13) 


xt /i ~d 
JN4b 


A nr/in /i o\ 

o.uo4y (U) 


A A*71 0 /I A\ 

U.U/3o (14) 


A mC/l /1 CA 

U.U/34 (Id) 


A AAOO /1 1 A 

— U.UUzo (11) 


A AAA A /1 1 A 

U.UUo4 (11) 


A AOCC / 1 OA 

— U.Uzoj (Iz) 


U1A 


A 1 /AA 

U.U633 (V) 


A AO A /OA 

U.Udj^ (o) 


A A A O 1 /TA 

U.U4z3 (/) 


A A 1 HO /TA 

— U.U1 /o (/) 


A A 1 A A /AA 

—U.U 164 (o) 


A A 1 C A /AA 

U.U1 j4 (o) 


UId 


A A*7AA /'OA 
U.U /UU (V) 


A A/lOO /OA 

U.U4VZ (o) 


A f\AH1 /OA 

U.U4/3 (o) 


A A1 C 0 /*7A 
— U.UlJO (/) 


A AOAC ZO"A 

— U.UzUj (/) 


A A1 AT /AA 

U.Ulo/ (o) 


OzA 


A AA A A / 1 C A 

U.UV4U (13) 


A O C A /'J A 
U.Z3D (3) 


A AO A 1 / 1 A A 
U.USUI (14) 


A A1 A/I /1 *7A 

-u.uiy4 (i /) 


A A/11/1 /10A 

— U.U434 (Iz) 


A AnO /1 TA 

— U.U3 /Z (1 /) 


Ozb 


0.U5Z3 (13) 


a 1 oi /oa 
U.1V3 (Z) 


A AAAA /1 OA 

U.Uooo (Iz) 


A AOCA / 1 1 A 

—\).\)2Dy (13) 


A A1 O C /1 AA 

— U.U380 (1U) 


A AO A 1 /1 1 A 

U.Uz41 (13) 


/"\0 A 

U3A 


A AT A A /1 OA 
U.U /UU (1 J) 


A 1 1 AO /1 CA 

U. 1 lUz (1 J) 


A 1 1 CO / 1 0"A 
U.l J3Z (1 /) 


A AO AO / 1 1 A 

—\).\)l\3l (11) 


A A1 C A / 1 OA 

— U.U3DV (Iz) 


A AO*7/1 /1 1A 

—U.Uz /4 (13) 


Ujd 


A (\H A C /1 OA 

U.U /4j (Iz) 


A 1 AOO /1 A A 

U.lUzz (14) 


A nil /1CA 

U.lzl 1 (1 j) 


A AOT2 /1 1 A 
— U.Uz 15 (11) 


A A/1 fll / 1 1 A 

— U.U4V3 (11) 


A AO CO / 1 1 A 

kj.kjZjZ (11) 


/A A A 

U4A 


A n^on /oa 
U.UoZV (V) 


A AA A 1 /AA 

u.uo4i (y) 


A A/I O A /OA 

U.U4Z4 (o) 


A AA1 A /*7A 
— U.UUlV (/) 


A A 1 A O /AA 

— U.U14Z (o) 


A A1 HI /AA 

U.U1V3 (o) 


/A/ID 

U4b 


A A A CO" /1 A A 

U.Uoj / (1U) 


A AO"OA /1 AA 
U.U/ZO (1U) 


A A A A A / 1 AA 

U.Uo4o (1U) 


A AA*71 /OA 
— U.UU/3 (8) 


A A1 AC /OA 

— U.UlOD (5) 


A A1 0"C /OA 

U.U3 /3 (5) 


OS A 


o 1 os^ n 

yj, lujj 1 1 j ) 


o 1 'no n 7^ 


0 074 S (\ 1\ 


U.(JU 1 / 1 IZ 1 


0 009? (\ 1 ^ 


—0 04QS n 9^ 


05B 


0.1089(15) 


0.0783 (12) 


0.1069(14) 


0.0171 (11) 


0.0114(11) 


-0.0293 (11) 


06A 


0.1124(16) 


0.0786 (13) 


0.1235 (17) 


0.0196(12) 


-0.0020 (13) 


-0.0353 (12) 


06B 


0.1292 (17) 


0.1325 (17) 


0.0642 (12) 


0.0185 (13) 


-0.0105 (11) 


-0.0436 (12) 


S1A 


0.0415 (3) 


0.0895 (4) 


0.0832 (4) 


0.0091 (3) 


-0.0184 (3) 


-0.0034 (3) 


SIB 


0.0408 (3) 


0.0819(4) 


0.0697 (4) 


0.0081 (3) 


-0.0144 (3) 


-0.0131 (3) 



Geometric parameters (A, °) 


CIA— N1A 


1.451 (2) 


C15A— H15A 


0.9300 


CIA— H1A1 


0.9600 


C15B— C16B 


1.359 (4) 


CIA— H1A2 


0.9600 


C15B— H15B 


0.9300 


CIA— H1A3 


0.9600 


C16A— C17A 


1.410(3) 


C1B— NIB 


1.452 (2) 


C16A— H16A 


0.9300 


C1B— H1B1 


0.9600 


C16B— C17B 


1.413 (3) 


C1B— H1B2 


0.9600 


C16B— H16B 


0.9300 


C1B— H1B3 


0.9600 


C17A— C18A 


1.394 (3) 


C2A— N1A 


1.450(2) 


C17A— C22A 


1.415 (3) 


C2A— C3A 


1.498 (2) 


C17B— C22B 


1.397 (3) 


C2A— H2A1 


0.9700 


C17B— C18B 


1.414(3) 


C2A— H2A2 


0.9700 


C18A— C19A 


1.400 (2) 


C2B— NIB 


1.453 (2) 


C18B— C19B 


1.398 (2) 


C2B— C3B 


1.496 (2) 


C19A— C20A 


1.361 (2) 


C2B— H2B1 


0.9700 


C19B— C20B 


1.358 (2) 


C2B— H2B2 


0.9700 


C20A— C21A 


1.411 (3) 


C3A— C31A 


1.339 (2) 


C20A— H20A 


0.9300 


C3A— C4A 


1.496 (2) 


C20B— C21B 


1.403 (3) 


C3B— C31B 


1.338 (2) 


C20B— H20B 


0.9300 


C3B— C4B 


1.495 (2) 


C21A— C22A 


1.354 (3) 


C4A — 01 A 


1.2119(19) 


C21A— H21A 


0.9300 


C4A— C5A 


1.516(2) 


C21B— C22B 


1.346 (3) 


C4B— 01B 


1.210(2) 


C21B— H21B 


0.9300 


C4B— C5B 


1.515 (2) 


C22A— H22A 


0.9300 


C5A— C6A 


1.524 (2) 


C31A— C32A 


1.463 (2) 


C5A— C7A 


1.557 (2) 


C31A— H31A 


0.9300 



Acta Cryst. (2013). E69, O 1208-o1209 



sup-9 



supplementary materials 



p C A 1 A 

C5A — C11A 


1 AA/I ZO\ 

1.604 (2) 


pi f F"l pi / r-j 

C5B — C6B 


1 C O A /O \ 

1.520 (2) 


C5B — C7B 


1 CAO /'OX 

1.563 (2) 


C5B — CI IB 


1.602 (2) 


£1 A \T1 A 

C6A — N 1A 


1.450 (2) 


£1 K TTZTA1 

Co A — H6A1 


A ATAA 

0.9700 


p/ » [1/; A 1 

Co A — H6A2 


a ataa 

0.9700 


PAn \T1 Tl 

C6B — NIB 


1.451 (2) 


f S n TT/"T) 1 

Cob — Hob 1 


A A"7AA 
0.9 /00 


Lob — Hobz 


A ATAA 

0.9700 


PT A PO A 

C7A — C8A 


1 C t A ZO\ 

1.514 (2) 


PT A PT 1 A 

C7A — C71A 


1.515 (2) 


/"'T A TUT A 

C /A — H/A 


A AOAA 

0.9o00 


C7B — C8B 


1.516 (2) 


rinri p -7 1 r-> 

C7B — C71B 


1.517 (2) 


P T D TT*7T> 

C7b — H7b 


A AOAA 

0.9800 


p 0 A xto A 

C8A — JN3A 


1 A C A C~\\ 

1.454 (2) 


f~< 0 A /~iA A 

C8A — C9A 


1 CAT /T\ 

1.507 (3) 


p OA T TO A 

CeA — H8A 


A A O A A 

0.9800 


C8B — JN3B 


1 /ICC /1\ 

1.455 (2) 


/ I'll / [ \ T 1 

C8B — C9B 


1.512 (2) 


/-inn TTon 

CoB — H8B 


A AOAA 

0.9800 


PA A O 1 A 

C9A — SIA 


1 O 1 A 

1.819 (2) 


PA A TTA A 1 

C9A — H9A1 


A HIAA 

0.9700 


p n A TJfl A 0 

C9A — H9A2 


A 07AA 
0.9 /00 


p /\ r-> ri 1 y~\ 

C9B — SIB 


1.815 (2) 


PAn unn 1 

C9B — H9B 1 


A AT A A 

0.9700 


C9b — H9bz 


A HIAA 

0.9700 


CI OA — N3A 


1 A A O ZO\ 

1.442 (2) 


C10A — SIA 


1 0 10 /O \ 

1.818 (2) 


p l/\A T T 1 A A 

C10A — H10A 


A A"7 A A 

0.9700 


t~< 1 a a t t 1 nn 

C10A — H10B 


A AT A A 

0.9700 


r ' 1 AD XT'? O 

ClOB — JN jB 


1.440 (2 J 


p 1 /\ r> 0 1 r-> 

ClOB — SIB 


1 O 1 /" A / 1 A\ 

1.8160 (19) 


CI Ob — H10C 


A A*7AA 

0.9700 


pi An T T 1 AF\ 

CI Ob — H10D 


A AT A A 

0.9700 


pi 1 A XTO A 

C11A — N3A 


1.463 (2) 


pi 1 A P 1 A A 

C11A — C19A 


1.517 (2) 


P 1 1 A P 1 *\ A 

C11A — C12A 


1.562 (2) 


piin xto n 
Cllb — Nib 


1 /If /I /'">\ 

1.454 (2) 


piin pi An 

Cllb — CI 9b 


1 COA 

1.520 (2) 


piin pi on 

Cllb — Clzb 


1.572 (2) 


P 1 1 A Pi /I A 

C12A — 04A 


1.217 (2) 


PITA pn A 

C12A — CI JA 


1.46 / (3) 


C12B— 04B 


1.211 (2) 


C12B— C13B 


1.484 (3) 


C13A— C14A 


1.364 (3) 


C13A— C18A 


1.400 (3) 


C13B— C14B 


1.378 (3) 



PTin poon 

C31b — C32b 


1 /ICC 

1.455 (2) 


p O 1 1-5 TTO 1 n 

C31b — H31b 


0.9300 


PO ^1 A POT A 

C32A — C37A 


1 O O A /O \ 

1.389 (3) 


p O 1 A p 1 1 A 

C32A — C33A 


1.393 (3) 


po 'on poTn 

C32B — C37B 


1 O A A /") \ 

1.390 (3) 


p o o n poon 

C32B — C33B 


1 O A 1 /O \ 

1.391 (3) 


PO O A PO /I A 

C33A — C34A 


1 O TT /") \ 

1.372 (3) 


POO A TI-) -) A 

C33A — H33A 


A AO AA 

0.9300 


p TTn PO/in 

C33b — C34b 


1 O ZTC /o \ 

1.365 (3) 
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A AO AA 
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P71 n P*70n 

C71b — C72b 
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C/3A — C /4A 
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A AO AA 

0.9300 
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C73B — C74B 
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1.365 (3) 
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1 O T 1 /O \ 

1.371 (3) 
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1.458 (3) 
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1 /l£f /O \ 
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1.373 (3) 


PTC A TTTC A 

C75A — H75A 
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C13B— C18B 
C14A— C15A 
C14A— H14A 
C14B— C15B 
C14B— H14B 
C15A— C16A 

N1A— CIA— H1A1 
N1A— CIA— H1A2 
H1A1— CIA— H1A2 
N1A— CIA— H1A3 
H1A1— CIA— H1A3 
H1A2— CIA— HI A3 
NIB— C1B— H1B1 
NIB— C1B— H1B2 
H1B1— C1B— H1B2 
NIB— C1B— H1B3 
H1B1— C1B— H1B3 
H1B2— C1B— H1B3 
N1A— C2A— C3A 
N1A— C2A— H2A1 
C3A— C2A— H2A1 
N1A— C2A— H2A2 
C3A— C2A— H2A2 
H2A1— C2A— H2A2 
NIB— C2B— C3B 
NIB— C2B— H2B1 
C3B— C2B— H2B1 
NIB— C2B— H2B2 
C3B— C2B— H2B2 
H2B1— C2B— H2B2 
C31A— C3A— C4A 
C31A— C3A— C2A 
C4A— C3A— C2A 
C31B— C3B— C4B 
C31B— C3B— C2B 
C4B— C3B— C2B 
01 A — C4A — C3A 
01 A — C4A — C5A 
C3A— C4A— C5A 
OIB— C4B— C3B 
OIB— C4B— C5B 
C3B— C4B— C5B 
C4A— C5A— C6A 
C4A— C5A— C7A 
C6A— C5A— C7A 
C4A— C5A— C11A 
C6A— C5A— C11A 
C7A— C5A— C11A 



1.392 (3) 
1.394 (3) 
0.9300 
1.404 (4) 
0.9300 
1.377 (3) 

109.5 
109.5 
109.5 
109.5 
109.5 
109.5 
109.5 
109.5 
109.5 
109.5 
109.5 
109.5 

113.67(14) 

108.8 

108.8 

108.8 

108.8 

107.7 

113.39(14) 
108.9 
108.9 
108.9 
108.9 
107.7 
115.76i 
125.07i 
119.16i 
115.16. 
125.78i 
119.06i 
121.60i 
121.95 i 
116.45 i 
121.51 i 
121.76i 
116.73 I 
106.64 i 
113.46) 
113.25 i 
108.48 i 
110.76i 
104.21 



(15) 
(16) 
(14) 
(16) 
(16) 
(14) 
(15) 
(15) 
(14) 
(15) 
(15) 

:i5) 

(13) 

;n) 

(13) 
(12) 
(13) 
(12) 



N2B— 03B 
N2B— 02B 
N4A— 05A 
N4A— 06A 
N4B— 06B 
N4B— 05B 

C15A— C16A— H16A 
C17A— C16A— H16A 
C15B— C16B— C17B 
C15B— C16B— H16B 
C17B— C16B— H16B 
C18A— C17A— C16A 
C18A— C17A— C22A 
C16A— C17A— C22A 
C22B— C17B— C16B 
C22B— C17B— C18B 
C16B— C17B— C18B 
C17A— C18A— C13A 
C17A— C18A— C19A 
C13A— C18A— C19A 
C13B— C18B— C19B 
C13B— C18B— C17B 
C19B— C18B— C17B 
C20A— C19A— C18A 
C20A— C19A— C11A 
C18A— C19A— C11A 
C20B— C19B— C18B 
C20B— C19B— CUB 
C18B— C19B— CUB 
C19A— C20A— C21A 
C19A— C20A— H20A 
C21A— C20A— H20A 
C19B— C20B— C21B 
C19B— C20B— H20B 
C21B— C20B— H20B 
C22A— C21A— C20A 
C22A— C21A— H21A 
C20A— C21A— H21A 
C22B— C21B— C20B 
C22B— C21B— H21B 
C20B— C21B— H21B 
C21A— C22A— C17A 
C21A— C22A— H22A 
C17A— C22A— H22A 
C3A— C31A— C32A 
C3A— C31A— H31A 
C32A— C31A— H31A 
C3B— C31B— C32B 



1.200 (2) 
1.220 (2) 
1.210(3) 

1.220 (3) 
1.207 (3) 

1.221 (3) 

119.6 
119.6 

121.5 (3) 
119.2 
119.2 
116.0(2) 
115.68(19) 

128.3 (2) 
129.0 (2) 
116.23 (19) 
114.7(3) 
122.60 (18) 
123.98 (19) 
113.37(16) 
113.45(17) 
123.68 (19) 
122.8 (2) 
118.58(17) 
132.23 (16) 
109.16(15) 
118.34(17) 
132.19(15) 
109.47(15) 
118.58 (19) 
120.7 
120.7 

119.37(18) 

120.3 

120.3 

122.6 (2) 
118.7 
118.7 

122.4 (2) 
118.8 
118.8 

120.5 (2) 
119.8 
119.8 

130.52 (17) 

114.7 

114.7 

132.21 (18) 
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/' '/ll") PCD p 1 zi d 
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113.10 (13) 
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111.25 (13) 
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110.1 
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N 1 A — Co A — H6A2 


110.1 
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t~"0 A i~<T A TTT A 

CoA — C7A — H7A 
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1 AT O 

107.2 
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117 \92 (14) 
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1 AO ■*? / 1 O \ 

102.36 (13) 
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11/1 O O / 1 A \ 

114.82 (14) 


c " o d nn tttd 

LoB — L7B — H7B 


1 r\n a 

107.0 


P "7 1 r> PTD TT*7D 

L71B — L7B — H7B 


1 AT A 

107.0 


PCD PTD T y — 7 yi 

C5B — C7B — H7B 


107.0 


"KTO A PO A f " A A 

N3A — C8A — C9A 


1AC A/" /1C\ 

105.06 (15) 


XTO A p 0 A p T A 

N3A — LoA — L7A 


1 A A 1 C /I T\ 

100.15 (13) 


PO A P O A p -7 a 

L9A — LoA — L /A 


119.5 / (16) 


XTO A PO A TTO A 

N3A — CSA — H8A 


110.4 


p 1 \ a PO A TTO A 

C9A — C8A — H8A 


110.4 


p -7 a PO A TTO A 
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1 1 A "7 

110.7 


P"7D POD TTOD 

C7B — C8B — H8B 


110.7 


POA PA A CM A 

CsA — C9A — SIA 


1A/1 OC /1/1\ 

104.85 (14) 


CSA — LVA — riyAl 


1 1U.S 


SIA— C9A— H9A1 


110.8 


C8A— C9A— H9A2 


110.8 


SIA— C9A— H9A2 


110.8 


H9A1— C9A— H9A2 


108.9 


C8B— C9B— SIB 


104.97 (12) 



C3B — C31B — 


H31B 


113.9 
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-H31B 


113.9 
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in nri / 1 /~\ 

117.70 (16) 
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117.09 (17) 
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-0.2 (4) 


PT A P OA \T1 A P 1 A A 

C7A — C8A — N3A — C10A 


1"7/^/"1 P/1\ 

-176.61 (14) 


/II /I 1 PICA P 1 /" A P 1 T A 

C 1 4 A — C 1 5 A — C 1 6 A — G 1 7 A 


A f / A\ 

0.6 (4) 


PA A PO A XT') A P1 1 A 

C9A — C8A — N3A — Gil A 


1 TO 01 /1C\ 

173.81 (15) 


C 1 4B — C 1 5 B — C 1 6B — C 1 7B 


1 ^ /C\ 

1.2 (5) 


PT A PO A XT') A P1 1 A 

C7 A — C 8 A — N 3 A — C 1 1 A 


/1A OC 

49.25 (16) 


pica n<: A P 1 T A P10A 

CI J A — CloA — CI /A — C18A 


-0.5 (3) 


P1AA P 1 1 A XT'} A P 1 A A 

C19A — CI 1 A — JN3A — CI OA 


T1 1 

/l.z (ZJ 


PICA P 1 A P 1 T A ril A 

C 1 5 A — C 1 6A — C 1 7 A — CzzA 


1 TO 1 

-178.1 (2) 


P1TA P 1 1 A XT') A P1AA 

C12A — C11A — N3A — C10A 


A O A /"0\ 

-43.0 (2) 


f ' 1 rn p i z"n P i Tn p oin 

C 1 5 B — C 1 6B — G 1 7B — C22B 


177.5 (3) 


PCA P 1 1 A XT') A P 1 A A 

G5A — G11A — N3A — G10A 


1 PO TT / 1 C\ 

-162.77 (15) 


p 1 cn p 1 /r~T~i p 1 ~7 r") p 1 on 

C 1 5B — C 1 6B — G 1 7B — C 1 8B 


-1.1 (4) 


P 1 A A P 1 1 A XT") A P O A 

G19A — Gil A — N3A — G8A 


1/"A 10 /1 /1\ 

-160.18 (14) 


P 1 A P1*7A P10A P 1 "5 A 

C 1 6A — C 1 7 A — C 1 8 A — C 1 3 A 


A A /"5 A 

0.4 (3) 


P1TA P 1 1 A X1T A POA 

C12A — C11A — N3A — C8A 


O C £ £ / 1 T\ 

85.66 (17) 


PO O A P 1 T A P10A p 1 O A 

CzzA — C 1 7A — C 1 o A — C 1 3 A 


no 1 1 / 1 p\\ 

178.31 (19) 


PC A P1 1 A XT') A PO A 

C5A — C11A — JN3A — C8A 


-34.13 (16) 


P 1 Z' A P 1 T A P 1 O A P 1 A A 

C 1 6 A — G 1 7 A — G 1 8 A — G 1 9 A 


1 T7 1 O / 1 A\ 

-177.18 (19) 


ci 1 n p 1 An xt") n p 1 1 n 

SIB — G10B — N3B — G11B 


1/"0 C/" /10\ 

-168.56 (12) 


P 'I O A P 1 1 A P 1 O A P 1 fl A 

C22A — C 1 7 A — C 1 8 A — G 1 9A 


0.8 (3) 


c 1 n p 1 An xTin pon 

SIB — G10B — N3B — G8B 


O A AA / 1 T\ 

-39.99 (17) 


P 1 /I A P 1 O A P10A P 1 T A 

C 14A — C 1 J A — C 1 o A — C 1 7 A 


A 1 ("1 \ 

-0.3 (3) 


p 1 An p 1 1 n TvTon p 1 An 

C 1 9B — C 1 1 B — N 3B — C 1 OB 


T /I O A / 1 A\ 

-74.39 (19) 


P 1 O A P 1 O A P10A P 1 T A 

G 1 2 A — G 1 3 A — G 1 8 A — G 1 7 A 


1 1 A AC / 1 

-179.05 (17) 


piin piin XT")n piAn 

G 1 2B — G 1 1 B — N3 B — G 1 0B 


Af\ O ZO\ 

40.2 (2) 


P 1 A A P 1 1 A P 1 O A P 1 H A 

G 1 4 A — G 1 3 A — C 1 8 A — G 1 9 A 


1 n c t. / 1 o \ 

177.52 (18) 


p cn p 1 1 n xt") n p 1 An 

G5B — G l IB — N3B — G 1 0B 


161.46 (14) 


P 1 O A P 1 O A P10A P 1 A A 

C 1 z A — C 1 J A — C 1 o A — C 1 9 A 


-1.3 (2) 


p i ad piin TvTon pon 

C 1 9B — C 1 1 B — N 3B — C8B 


i f/; or\ /lo\ 

156.29 (13) 


p 1 /i n p i on p ion pi An 

C 1 4B — C 1 3 B — C 1 8B — C 1 9B 


1 n TO /I A\ 

-177.28 (19) 


p i on pi in tv Ton pon 

C 1 2B — C 1 1 B — N 3 B — C 8 B 


OA 1 c i 1 n\ 

-89.15 (17) 


p 1 on f ' 1 or - ) p 1 on p 1 An 

C 1 2B — C 1 3 B — G 1 8B — G 1 9B 


1.4 (2) 


pen pi in XTon pon 

G 5 B — Gil B — N 3 B — G 8B 


O O 1/1 / 1 Pk 

32.14 (16) 


p 1 /i i~"> p 1 1 n p 1 on p 1 Tn 

C 1 4B — G 1 3 B — G 1 8B — G 1 7B 


0.6 (3) 


p An p on xto n p 1 An 

G9B — G8B — N3B — G10B 


CO OA /I OA 

52.20 (18) 


p 1 on p i on pion pi*7n 

C 1 zB — C 1 3B — C 1 8B — C 1 7B 


1 "7 A OA / 1 0\ 

179.30 (18) 


c '' "i r> pon xto n pi An 

C7B — C8B — N 3B — C 1 OB 


in/ T) /1/1\ 

176.23 (14) 


f ' o o n p 1 ~7 n pion p 1 o n 

CzzB — C 1 7B — C 1 8B — C 1 3B 


—178.52 (19) 


p An p on xto n run 

C9B — C8B — N 3B — C 1 1 B 


IT) A1 

-173.01 (14) 


p 1 /" n p 1 ~7 n p 1 on p 1 o n 

C 1 6B — C 1 7B — G 1 8B — C 1 3 B 


0.3 (3) 


p *7n p on xto n p 1 1 n 

G7B — G8B — N3B — GllB 


A O A A / 1 /"\ 

-48.99 (16) 


p 1 1 n p 1 t n p 1 on p 1 An 

C22B — G 1 7B — G 1 8B — G 1 9B 


-0.8 (3) 


PTO A /nn A a XT/I A / \ C A 

G73A — G74A — N4A — G>5A 


-8.3 (3) 


p 1 c r> p i ~7 n p i on p 1 An 

C 1 6B — C 1 7B — C 1 8B — C 1 9B 


1 nn c\n / 1 a\ 

111 .91 (19) 


P*7C A P "7 A A "KT A A PC A 

C75A — C74A — N4A — (J5A 


1 TA A ZO\ 

170.9 (2) 


p 1 T A P10A P 1 A A PO A A 

C 1 7 A — C 1 o A — C 1 9 A — CzUA 


^ c /o \ 

2.5 (3) 


p -70 A p -7 /] A XT/1 A p /I A 

C 7 3 A — C74 A — N 4 A — (J o A 


172.5 (2) 


P 1 O A P 1 O A P 1 A A P O A A 

C 1 3 A — G 1 8 A — G 1 9A — G20A 


1 TC ^A /1 

-175.29 (16) 


P"7C A PT A A XT/I A / \ S A 

G75A — G74A — N4A — 06A 


-8.3 (3) 


P 1 T A p 1 O A P 1 A A P 1 1 A 

C17A — C18A — C19A — Gil A 


1 1A AO / 1 T\ 

-179.08 (17) 


ptc n p "7 /i n xt /i n / \ /~ rt 

G75B — G74B — N4B — 06B 


3.3 (3) 


1 O A 1 O A 1 A A nil A 

G 1 3 A — G 1 8 A — G 1 9 A — G 1 1 A 


3.2 (2) 


p*7on p T/in XT/in / ~\ /_ n 

C73B — C74B — N4B — (J6B 


^ H A £ /o\ 

-174.6 (2) 


XHA T11A pi QA r?OA 


J J .J J 




—1 77 ^ 


C 1 2A— C 1 1 A— C 1 9 A— C20A 


174.70 (19) 


C73B — C74B — N4B — 05B 


4.8 (3) 


C5 A— C 1 1 A— C 1 9 A— C20A 


-62.8 (3) 


N3 A— C 1 OA— S 1 A— C9A 


-14.43 (15) 


N3 A— C 1 1 A— C 1 9 A— C 1 8A 


-124.66 (15) 


C8 A— C9A— S 1 A— C 1 OA 


-12.82(16) 


C 1 2 A— C 1 1 A— C 1 9 A— C 1 8 A 


-3.49 (18) 


C8B— C9B— S 1 B— C 1 0B 


14.16(14) 


C5 A— C 1 1 A— C 1 9 A— C 1 8A 


118.97(16) 


N3B— C 1 0B— S 1 B— C9B 


13.34(14) 


Hydrogen-bond geometry (A, °) 


D—n-A 


D — H 


R-A D-A 


D—R-A 


CSB—mB04A 


0.98 


2.47 3.270 (2) 


139 


C12A—W2A-OAB 


0.93 


2.55 3.461 (2) 


167 


C16B—W6B-04A 


0.93 


2.30 3.222 (2) 


174 


C15B— H155-035 1 


0.93 


2.50 3.343 (3) 


151 



Symmetry code: (i) -x, -y+\, —z. 
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